Date Run: 03-08-2012 (Time Run: 11:12:03)

COMPOUND1
Instrument: JEOL MSRoute
Inlet: Direct Probe Ionization mode: EI+
Scan: 11 R.T.: 4
Base: m/z 138; 86.7%FS TIC: 15261897 (Max Inten : 909503) #lons: 247|
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COMPOUND 1

HREI-MS

Mass Relative Theoretical Delta Delta RDB Composition
Intensity Mass [ppm] [mmu ]

229.1558 1.1433 229.1592 g P =325 6.5 BBy O

230.1647 1.1235 230.1671 =102 =24 6.0 CiaHs 6,

2309856 10.1973

235.1461 23050 235.1487 =10.9 =2..6 95 ClaiBye

235.9903 15,5918 235.9898 2.1 0.5 18.0 C,, 0,

2371281 6.4994 237.1279 0.6 0.1 9:9 Co By O

238.1317 1.6528 238.1358 =140 =41 9.0 Caillig O

238, 1719 1.5974 238.1722 =1..2 =0:3 8.0 Gy

239.1445 8.5158 239.1436 37 0.9 8.5 €y Hig O}

240.1504 3.5755 240.1514 =43 =110 8.0 G ., O

241 .1595 34.3282 241.1592 140 0.2 =28 Gl O

242.1613 8.0068 242.1671 #2338 5.8 Ti0), Cyp Hyy O

242.9856 1075157

243.1680 2.6426

244.1800 1.3706 244.1827 s i Bk =2 6.0 S B0,

249.1641 1..2879 249.1643 =09 =02 95 € By

251.1567 2.5020

2511719 2.5436

253:.1576 9.4321 253.1592 ~-6.6 S R 8.5 e o)

254.1609 2.9978

254.9856 3.1008

2551765 4.7361 255.1749 651 1.6 75 Cip Hyy O)

256.1792 5.3710 256.1827 =13.6 =35 7.0 Gl Oy

257.1801 1..5230

259.1601 1.4768

265.1876 3.7302

266.1636 1.9155 266.1671 ~13.0 =3.4 9.0 Elg s, O

266.1934 147699 266.1882 19:6 D2 4.0 Cig He O

266.9826 2.2321

267.1765 5.1427 267.1749 6.0 1.6 8.5 Clollys 04

268.1781 3.8653 268.1827 =173 ~4.6 8.0 €08y O,

268.9824 3.2185

269.1880 6.3470 269.1905 =95 =2.5 TS €55 0

270.1949 1.4897 270.1984 =12.8 =3..8 70 Ci Hye O,

274.1938 3.5868 274.1933 2.0 0.6 6.0 Gl r0,;

275.1837 1.5065 275.1800 135 Bl 10.5 Cyy By

279.1820 1.5170

280.9824 7.4444

281.1917 3.9565 281.1905 4.1 T 8.5 = e

282.1968 2.3667 282.1984 =557 =1.6 8.0 Coo Hop 0F

283.2082 10.3496 283.2062 7.0 2+0 T35 G i 0;

284.2158 6.7966 284.2140 6.2 1.8 730 Cop Bap'©)

285.2192 1.5294 285.2218 =9...2 =246 6.5 C, H,5.0,

287.2091 1.0827

291,1752 1.2563 291.1749 1.1 Q.3 .05.5: Loy BanlO)

292.9824 11.0504

293.1918 7.8888 293.1905 4.3 1.3 9.5 C, HaciOF

294.1981 1.8412 294.1984 =0.7 =02 920 C,, Hye O

295.1985 1.0987

297.1860 1.0710 2197°..1.855 2.0 0.6 B85 Gl s 00

298.1901 2.3438 298.1933 =10..6 =3:.2 8.0 ol 10,

298.2272 2.3886 298.2297 =R -2.4 JA0) Gl 0

2992031 3.4644 299.2011 .7 2.0 7.5 €y H 00,

300.2091 1.5522 300.2089 0.4 Ok -0 €0 Hie O,

301.2118 1.4331 301.2168 -16:.5 =550 6.5 €5 H 0,

304.9824 2.3586

307.1707 1.0914 307.1698 259 0.9 10..5 C a0

308.2144 4.8190 308.2140 i L 0.3 9.0 O]

309.1909 719338 309.1855 17.6 5.4 9.5 (A on

3101817 2.6948 310.1933 =52 =146 9.0 Gy Ho QO

311.1993 45.8148 311.2011 w0 % =158 IS Gl O

312.2023 11.1425

31352909 1.4069 313.2168 =18 .8 =5.9 7.5 e

316.9794 1.3110

324.2056 741655 324.2089 =1:0...3 =38 9.0 C 8.0,

32542178 1.7057 325.2168 3.3 s 8.5 €ty )

326.2232 44.0701 326.2246 ~4.2 =14 8.0 Clay O,

327.2266 11.4459 327.2324 =078 =5.8 759 €l Bey Oy

328..229% 2.4050

330.9792 3.5883

342.2260 1.1861

342.9792 4.4157

344.2348 4.3784 344.2351 =il =04 7.0 Cop His (0

345.2387 1.3757 345.2430 =112=8 =4.:2 6.5 Cyn By O

354.9792 161987

<
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NAME fabld
EXPNO 1
PROCNO 3
Date_ 20120214
Time 9.28
INSTRUM Spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 32768
SOLVENT MeOD
NS 128
DS 0
SWH 6188.119 Hz
FIDRES 0.188846 Hz
AQ 2.6477044 sec
RG 203
20} 80.800 usec
DE 6.50 usec
TE 300.0 K
D1 1.50000000 sec
TDO 1
CHANNEL f1 ==
1H
12.00 usec
0.00 dB

13.16228485 W
300.1321009 MHz

16384
300.1300074 MHz
EM
0
0.30 Hz
0
1.00

T T T
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COMPOUND 1
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EXPNO 9
PROCNO 1
Date_ 20120310
Time 8.40
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG deptsp90
™D 32768
SOLVENT MeOD
NS 1153
DS 2
SWH 25252.525 Hz
FIDRES 0.770646 Hz
AQ 0.6488762 sec
RG 32768
DW 19.800 usec
DE 6.50 usec
TE 3.5 K
| CNST2 145.0000000
D1 1.50000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
DO 4
[ S e —
| NuC1 13c
I I | I Pl 7.80 usec
P12 2000.00 usec
PLO 120.00 dB
PL1 3.00 dB
PLOW 0.00000000 W
PLIW 33.36152267 W
SFOL 125.8206598 MHz
SP2 1.99 dB
SPNAM2 Crpé0comp. 4
SPOAL2 0.500
SPOFFS2 0.00 Hz
CHANNEL f2 ==s======
waltzl6
1H
! P 13.50 usec
27.00 usec
80.00 usec
2.00 dB
18.50 dB
11.25274181 W
0.25191751 W
500.3330020 MHz
32768
125.8079004 MHz
EM
0
T T T T T T T T T 1~°g Hz
120 110 100 90 80 70 60 50 40 2.00
| j
COMPOUND 1
DEPT-135 |
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EXPNO 8
PROCNO 1
Date_ 20120310
Time 6.12
INSTRUM spe:
PROBHD S mm CPDUL 13C
PULPROG deptspl35
™D 32768
SOLVENT MeOD
NS 4506
DS 2
SWH 25252.525 Hz
FIDRES 0.770646 Hz
! aQ 0.6488762 sec
RG 32768
DW 19.800 usec
I DE 6.50 usec
TE 94.2 K
| ! | Iy CNST2 145.0000000
D1 1.50000000 sec
| D2 0.00344828 sec
D12 0.00002000 sec
| | TDO 7
| CHANNEL f£1
! NuC1 13c
Pl 7.80 usec
P12 2000.00 usec
PLO 120.00 dB
PL1 3.00 dB
| PLOW 0.00000000 W
. et L PL1W 33.36152267 W
SFO1 125.8206598 MHz
SP2 1.99 dB
SPNAM2 Crpé0comp. 4
SPOAL2 0.500
SPOFFS2 0.00 Hz
=ssseses CHANNEL f2 =scsscae
CPDPRG2 waltz16
NUC2 1H
P3 13.50 usec
P4 27.00 usec
PCPD2 80.00 usec
PL2 2.00 dB
PL12 18.50 dB
PL2W 11.25274181 W
PL12W 0.25191751 W
SFO2 500.3330020 MHz
S1 32768
SF 125.8079004 MHz
WDW EM
SSB 0
B 1.00 Hz
T T T T T T T T T T T T cB 0

120 110 100 90 80 70 60 50 40 30 20 ppmec 2.00



COMPOUND 1

DEPT-90
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EXPNO 9
PROCNO 1
Date_ 20120310
Time 8.40
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG deptsp90
TD 32768
SOLVENT MeOD
NS 1153
DS 2
SWH 25252.525 Hz
FIDRES 0.770646 Hz
AQ 0.6488762 sec
RG 32768
oW 19.800 usec
DE 6.50 usec
TE 293.5 K
1 CNST2 145.0000000
D1 1.50000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
TDO 4
[ =m====== CHANNEL fl =mm=====
| NUC1 13c
| [ | Pl 7.80 usec
! P12 2000.00 usec
PLO 120.00 dB
PL1 .00 dB
PLOW 0.00000000 W
PLIW 33.36152267 W
SFO1 125.8206598 MHz
SP2 . dB
SPNAM2 Crp60comp. 4
SPOAL2 0.500
SPOFFS2 0.00 Hz
'HANNEL {2 ==m=====
CPDPRG2 waltzl6
NUC2 1H
P3 13.50 usec
el t 27.00 usec
PCPD2 80.00 usec
PL2 2.00 dB
PL12 18.50 dB
PL2W 11.25274181 w
PL12W 0.25191751 W
SFO2 500.3330020 MHz
SI 32768
SF 125.8079004 MHz
WDW EM
SSB 0
LB 1.00 Hz
T T T T T T T T = 0

T T
120 110 100 90 80 70 60 50 40 ppmec 2.00



COMPOUND 1

HSQC
mar09-12
EXPNO 5
PROCNO 1
Date_ 20120309
Ti 13.46
l B s crntHE
s PPMIEAR, * = e
™ 1624
SOLVENT MeOD
N 32
DS L
SWH 3501.401 Hz
L FIDRES 3.419337 Hz
o) :2 0. N;::gs sec
- SEate ] 142.800 usec
¥ TE
—e 5 o
- -
- - -
- =
- .
o
Pl 13,50 usec
P 3.0 mhe
80 s 2.00 d8
PLIN 11.25274181 W
SFO1 500.3317512 MHz
13C
PCPD2 65.00 usec
v "2
PL12 21.50 dB
PL2W 33.36152267 W
» i
120 &3 12315250308 b
P —
GPNAML SINE. 100
G SINE.100
g:zz 80,00 =
140 g% 2000:00 wsec
Do
™ 256
sror 125.82 Mz
;;DIES ')Ji:ﬂlgz; :l
160 vt reno-matisene
SF $00.3300143 MHz
0w atie
o 3
!G.: 0. Dg Hz
180 & i
MC2 echo-antiecho
SF 1358073004 iz
Vo
soe
65 6.0 55 50 45 40 35 3.0 25 20 15 10 05 ppm & o0 i
COMPOUND 1
CcOosY
NAME mar09-12
1 1 EXPNO 3
M PROCNO 1
= PP Date_ 20120309
Time 11.13
0.5  INSTRUM spect
¢ PROBHD 5 mm CPDUL 13C
PULPROG cosydfqf
— L) s TD 2048
d : . 1.0  SOLVENT MeOD
= B X 8 NS 8
. = DS 2
5 SWH 3501.401
) - B 1.5 FIDRES 1.709668
° a0 0.2926472
RG 75
DW 142.800
- - 20 e 6.50
—% : B e . TE 293.1
' . DO 0.00000300
25 DI 1.50000000
T ; - D13 0.00000400
D20 0.00000400
NO 0.00028560
; 30 e enner e s
NUC1 1
— " r P1 13.50
< 3.5 pLl 2.00
PL1W 11.25274181
SFOL 500.3317512
NDO 1
40 256
P ¥ SFO1 500.3318
e FIDRES 13.677347
v ] ® b i su 6.998
45  Fowope oF
sI 1024
e . ” SF 500.3300143
——————— e - & ot WDW SINE
5.0 oo 0
LB 0.00
GB 0
PC 4.00
=) e i 5.5 SI 1024
1 . 5 i MC2 oF
SF 500.3300143
6.0 WoW SINE
sSB 0
LB 0.00
GB 0
60 55 50 45 40 35 30 25 20 15 1.0 05 ppm

Hz
Hz
sec

usec
usec

sec

sec




COMPOUND 1
HMBC
NAME mar09-12
EXPNO 6
PROCNO 1
Date_ 20120309
Time 17.35
1 mIHSTRUH 5 Api(alt
PROBHD mm CPDUL C
A A PP PULPROG hmbegplpadqf
™ 4095
SOLVENT HeoD
™ 2
¥ oS
el | e T lowt 20 s 3501401 iz
5 - e . FIDRES 0851834 Hz
2 - T St} a0 0.5851016 sec
RG 41285.1
o . ¥ m'..‘.. - " oW D 142,800 usec
$ 40 = 6.50 usec
v - - Y] 8 294
v H W N =l =¥ cNsT2 145.0000000
' TR . ¥ « CNSTL3 130000000
ban ek -
- e o X sec
U . R i 60 o 0.00344828 sec
B ) - . |4 06 3846154 sec
a w |- w7 o16 0015000 sec
0 0001730 sec
80 —ececee CHANNEL £1 =mmaasen
NUC1
3 13.50 usec
P2 22.00 usec
PLL .
PLIW 11.25274181 W
100 i 500.3317512 MHz
Nuc2 7l§§
P3 . usec
120 3, 3,00 dB
PL2W 33.36152267 W
sFoz 125.8225469 Mz
mmwsw== GRADIENT CHANNEL ==sss
140 GPNAML SINE.100
GPNAM2 SINE.100
GPNAM3 SINE. 100
(238 .
GPzz 30.00 3
160 c:i: 10110 %
P16 2000.00 usec
NDO 2
5 R 225 MH:
sro1 125.8 =
= 4 4 180 rivses 113043694 Hz
s 230.000 ppm
FnMODE QF
S1 20‘;
SF 500.3300143 MHz
WoW SINE
- (e 200 SB 0
18 0.00 Hz
G8
y = i
s1 4
220 MC2 QF
SF 125.8079004 iz
WDW SINE
i 00 &
18 0.00 Hz
65 60 55 50 45 40 35 3.0 25 2.0 15 1.0 05 ppm c= o
COMPOUND 1
NOESY
NAME mar09-12
l I EXPNO 4
PROCNO 1
A ppm Date_ 20120309
Time 12.16
INSTRUM spect
0.5  prosuD 5 mm cepuL 130
3 PULPROG noesygpph
B = ™ 2048
sy Fr i F -4 SOLVENT MeOD
b NS 8
- i I g 5 L H
¥ @ sui 3501.401 Hz
- % FIDRES 1.709668 Hz
— 3 = i 32 B AQ 0.2926472 sec
15 e 35.9
i " ? oW 142,800 usec
: DE 6.50 usec
) T 293.0 K
- 20 0.00012561 sec
_] ] 7 % . D1 1.50000000 sec
[ R D8 0.80000001 sec
4 s D16 0.00015000 sec
™o 0.00028560 sec
3
25
. mmmsmua CHANNEL £1 mmsmmm==
“ NuC1 1
2 P1 13.50 usec
30 22 27.00 usec
- PL1 2.00 dB
) PL1W 11.25274181 W
" : i AR EY) SFO1 500.3317512 MHz
3.6  ====== GRADIENT CHANNEL =====
GPNAM1 SINE.100
GPNAM2 SINE.100
Gpz1 40,00 %
GPz2 -40.00 ¢
5 4.0 ci6 2000.00 usec
NDO 1
™
e LN L R SFol 500.3318 MHz
45  FIoRes 13.677347 Hz
sw 6.998 ppm
FnMODE States-TPPI
g { ST 1024
e 1 1 SF 500.3300143 Miz
5.0 wow QSINE
ssB 2
18 0.00 Hz
GB 0
PC 4.00
s 55 o 1024
9 - = SR Mc2 States-TPPI
5 SF 500.3300143 MHz
WOW OSINE
ssa 2
LB 0.00 Hz
60 55 50 45 40 35 30 25 20 15 1.0 05 ppm cs 0



